Single-crystal X-ray study T = 173 K Mean '(C±C) = 0.002 A Ê R factor = 0.029 wR factor = 0.068 Data-to-parameter ratio = 18.7
anhydrous K 2 CO 3 (0.745 g, 0.0054 mol) in DMF (3.0 ml) was stirred at room temperature for 6 h. The product formed was ®ltered, dried and converted to hydrochloride by adding isopropyl alcohol±hydrochloric acid. The product was then recrystallized from ethanol to give colourless prisms of the title compound, which melts at 459 K (Buhlmayer, 1991) . Analysis calculated: C 66. 93, H 6.46, N 7.81%; found: C 66.82, H 6.49, N 7.85% . 
Crystal data

Data collection
Stoe IPDS II two-circle diffractometer 3 scans Absorption correction: multi-scan (MULABS; Spek, 2003; Blessing, 1995) T min = 0.871, T max = 0.981 56 436 measured re¯ections 8739 independent re¯ections 7170 re¯ections with I > 2'(I) R int = 0.075 max = 27.4 h = À20 3 20 k = À8 3 8 l = À22 3 24 Refinement Re®nement on F 2 R[F 2 > 2'(F 2 )] = 0.029 wR(F 2 ) = 0.068 S = 0.90 8739 re¯ections 467 parameters H atoms treated by a mixture of independent and constrained re®nement w = 1/[' 2 (F o 2 ) + (0.0376P) 2 ] where P = (F o 2 + 2F c 2 )/3 (Á/') max = 0.001 Á& max = 0.14 e A Ê À3 Á& min = À0.21 e A Ê À3 Absolute structure: Flack (1983) , 3990 Friedel pairs Flack parameter = À0.06 (3) Table 2 Hydrogen-bonding geometry (A Ê , ). H atoms bonded to C atoms were re®ned with ®xed individual displacement parameters [U iso (H) = 1.2U eq (C) or U iso (H) = 1.5U eq (C methyl )] using a riding model, with CÐH = 1.00, 0.99, 0.98 and 0.95 A Ê , for tertiary CH, secondary CH, methyl and aromatic CH, respectively. H atoms bonded to N atoms were re®ned freely. A check for overlooked symmetry with PLATON (Spek, 2003) produces the warning that 88% of the structure can be described in P2 1 /c. The re¯ections that should be unobserved if a c glide plane were present are signi®cantly weaker [mean I = 1.2, mean I/'(I) = 2.7] than the re¯ections indicating a possible a-glide plane [mean I = 10.1, mean I/ '(I) = 13.0]; for comparison the values for the 2 1 screw axis are mean I = 0.2, mean I/'(I) = 0.4. However, since both chiral C atoms (C31 and C31A) have the same absolute con®guration, viz. S, the space group must be P2 1 .
Data collection: X-AREA (Stoe & Cie, 2001); cell re®nement: X-AREA; data reduction: X-AREA; program(s) used to solve structure: SHELXS97 (Sheldrick, 1990) ; program(s) used to re®ne structure: SHELXL97 (Sheldrick, 1997); molecular graphics: XP in SHELXTL-Plus (Sheldrick, 1991) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2003) .
Figure 1
Perspective view of the asymmetric unit of title compound, with the atom numbering. Displacement ellipsoids are drawn at the 50% probability level and H atoms have been omitted for clarity.
Figure 2
Perspective view of the asymmetric unit of the title title compound, with the atom numbering. Displacement ellipsoids are drawn at the 50% probability level and H atoms have been omitted for clarity. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0307 (7) −0.0016 (7) 0.0080 (6) 0.0011 (6) N2 0.0333 (7) 0.0349 (7) 0.0270 (6) 0.0008 (5) 0.0027 (5) −0.0004 (5) C3 0.0353 (8) 0.0417 (9) 0.0347 (8) 0.0023 (6) 0.0071 (6) −0.0048 (6) C31 0.0350 (8) 0.0610 (11) 0.0415 (9) 0.0084 (7) 0.0101 (7) 0.0065 (8) C32 0.0391 (9) 0.0672 (12) 0.0621 (12) 0.0149 (9) 0.0145 (9) 0.0157 (10) C33 0.0378 (10) 0.0770 (14) 0.0633 (13) −0.0121 (9) 0.0022 (9) 0.0133 (10) C4 0.0325 (8) 0.0602 (10) 0.0319 (8) 0.0041 (7) 0.0048 (6) −0.0035 (7) O41 0.0499 (7) 0.0516 (7) 0.0327 (6) −0.0011 (5) 0.0091 (5) 0.0041 (5) C41 0.0612 (12) 0.0723 (14) 0.0421 (10) −0.0012 (10) 0.0097 (9) 0.0170 (9) O42 0.0734 (9) 0.0867 (10) 0.0311 (6) 0.0261 (8) 0.0105 (6) −0.0055 (7) C11 0.0293 (7) 0.0343 (7) 0.0306 (7) −0.0019 (6) 0.0070 (6) 0.0000 (6) C12 0.0411 (8) 0.0307 (7) 0.0388 (8) 0.0003 (6) 0.0071 (7) 0.0009 (6) C13 0.0431 (9) 0.0319 (8) 0.0357 (8) −0.0038 (6) 0.0070 (7) −0.0047 (6) C14 0.0320 (8) 0.0390 (8) 0.0320 (8) −0.0008 (6) 0.0091 (6) −0.0032 (6) C15 0.0368 (8) 0.0349 (7) 0.0347 (8) 0.0051 (7) 0.0070 (6) 0.0009 (7) (7) 0.0051 (6) 0.0061 (7) O41A 0.0445 (6) 0.0512 (7) 0.0316 (5) −0.0019 (5) 0.0105 (5) −0.0062 (5) C41A 0.0603 (12) 0.0835 (15) 0.0426 (10) −0.0070 (10) 0.0137 (9) −0.0241 (10) O42A 0.0674 (9) 0.0801 (10) 0.0319 (7) −0.0150 (7) 0.0103 (7) 0.0102 (6) (7) 0.0047 (7) −0.0089 (7) C21A 0.0337 (8) 0.0410 (8) 0.0347 (8) 0.0000 (7) 0.0066 (7) −0.0053 (7) C22A 0.0350 (8) 0.0379 (8) 0.0361 (8) 0.0026 (6) 0.0083 (7) −0.0059 (7) C23A 0.0412 (9) 0.0423 (8) 0.0385 (8) 0.0038 (7) 0.0094 (7) −0.0021 (7) C24A 0.0432 (10) 0.0551 (10) 0.0330 (8) 0.0035 (8) 0.0055 (7) −0.0027 (7) C25A 0.0404 (9) 0.0565 (10) 0.0389 (8) −0.0100 (8) 0.0021 (7) −0.0073 (8) C26A 0.0427 (9) 0.0495 (9) 0.0372 (8) −0.0077 (8) 0.0067 (7) −0.0012 (7) C27A 0.0441 (9) 0.0371 (8) 0.0385 (8) 0.0027 (7) 0.0093 (7) −0.0047 (7) N27A 0.0584 (10) 0.0458 (9) 0.0531 (9) −0.0074 (7) 0.0106 (8) −0.0087 (7) Geometric parameters (Å, º) (2) 
